LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036654.D

Aca On : 11 Sep 2018 9:56

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.162 310 319 330 rVB 108490 170093 4.15% 0.891%
2 5.620 391 397 410 rBV 858522 1381304 33.68% 7.233%
3 7.206 659 667 679 rBV 812405 1405342 34.27% 7.358%
4 7.582 723 731 744 rBV 900549 1533375 37.39% 8.029%
5 8.052 804 811 818 rBV 198265 331305 8.08% 1.735%

8.375 857 866 879 rBvV 692041 1159902 28.29% 6.073%
9.216 1000 1009 1017 rBV 583894 1037315 25.30% 5.431%
10.855 1281 1288 1295 rBV 270957 497746 12.14% 2.606%
13.299 1697 1704 1717 rBV 1577493 2496878 60.89% 13.074%
14.674 1932 1938 1947 rBV2 438529 737654 17 .99% 3.862%

=
QO ~NO®

11 16.160 2185 2191 2211 rBV 948463 1546858 37.72% 8.099%
12 17.418 2399 2405 2417 rBV 644335 987232 24.07% 5.169%
13 20.026 2843 2849 2861 rBV 3018500 4100661 100.00% 21.471%
14 21.683 3124 3131 3145 rBV 525596 1048291 25.56% 5.489%
15 24.897 3667 3678 3691 rBvV2 174323 664496 16.20% 3.479%

Sum of corrected areas: 19098452
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\
: BG036654.D

: 11 Sep 2018 9:56

: Ju/sd

: JAa777-02

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

le

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036654.D

5.62 791 158
8.38

9.22

J\

10.85
516 8.05

0
Time-->

350 4.00 450 5.00 5.0

6.00 6.50 7.00 7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.30

TIC: BG036654.D
20.03

16.16

17.42 2168

14.67

0
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036654.D

24.90

0l
Time--> 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036654.D

Aca On : 11 Sep 2018 9:56

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.16 10.27 ng 170093 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 319 (5.162 min): BG036654.D (-310) (-) m/z 43.10 100.00%
431
5000
1011 40 2bo 850 50 T
0...tl',l.7.3'9.',|....,....,....,....,....3‘?5.'2 m/z 59.10 58.74%
m/z--> 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A N R I

4.80 5.00 5.20 5.40

0
150 1010 m/z 101.10 17.07%
0 J uf i .|
L o B e o e e e e e N LA B e e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.47%
29.0 101.0
0 Il Ll\ iy ‘
— 17—
m/z--> 50 100 150 200 250 300 350
Abundance #13627: 3-Octanol R R i i e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.53%
5000
29.0 101.0
0 .‘.m Hq1:W - j.‘.. —
m/z--> 50 100 150 200 250 300 350 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036654.D

Aca On : 11 Sep 2018 9:56

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.58 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.58 92.57 ng 1533380 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 731 (7.582 min): BG036654.D (-723) (-) m/z 132.10 100.00%

13%.1
5000 68.1
400 541 ‘| 781 9‘1-1 o1 720 740 7.60 7.80 8.00
Ol el 8L L WeL W Tm/z 68.10  47.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U L UL LR

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.18%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
B
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.47%
33.0 44.0 0.0 105.0
L @0 w0 | | uso |
L RMNEMBSES SRR PSRN APV SR s RMBMREMS MM N M EA DR 1 S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.86%
5000
00 570
H ‘ 890 1030 ‘
m/z--> 30 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\
Data File : BG036654.D

Acq On : 11 Sep 2018 9:56

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 10.3 ng 170093 1 8.05 331305 20.0
unknown7 .58 7.58 92.6 ng 1533380 1 8.05 331305 20.0
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